Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.042; wR factor = 0.113; data-to-parameter ratio = 20.0. organic compounds o3486 de Jager and Smith
In the title compound, C 14 H 12 N 4 , the dihedral angle between the indole ring system (r.m.s. deviation = 0.010 Å ) and the imidazole ring is 77.70 (6) . In the crystal, molecules are linked by C-HÁ Á ÁN hydrogen bonds. One set of hydrogen bonds forms an undulating chain running parallel to the b-axis direction, while the other undulating chain is parallel to the caxis direction. In combination, (100) sheets result.
Related literature
For background to farnesyl transferase, see: Chakrabarti et al. (2002) . For the properties of related compounds, see: Bulbule et al. (2008) , van Voorhis et al. (2007) ; de Ruyck & Wouters (2008 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001; Atwood et al., 2003) ; software used to prepare material for publication: SHELXL97. crystal X-ray diffraction were obtained. The space group was determined as P2 1 /n from the systematic absences while the unit-cell dimensions were recorded as: a = 10.9624 (16), b = 7.8687 (12), c = 14.2915 (21) and β = 106.727 (2). In the crystal packing the molecules associate via intermolecular C-H···N hydrogen bonds that form undulating chains parallel to the axial directions b and c.
Experimental
The structure of the title compound was synthesized by the nucleophillic addition of 1H-indole-5-carbonitrile (195 mg, 1.37 mmol), through the use of NaH (78.6 mg, 3.28 mmol), to the hydrochloric acid salt of 5-(chloromethyl)-1methyl-1H-imidazole (179 mg, 1.37 mmol) in anhydrous dimethyl formamide (5 ml). The reaction was left to proceeded for 18 h at 0 °C. The solvent was then removed in vacuo, after which the crude material was partitioned between water and ethyl acetate. Purification by column chromatography (1% methanol, 1% Et 3 N, 98% dichloromethane) afforded the product. Recrystallization from 90% dichloromethane, 5% n-hexane and 5% toluene produced pale yellow, block crystals. 
Refinement
H atoms were placed geometrically [C-H = 0.95 -0.98 Å; with U iso (H) = 1.2 -1.5 U eq (C)] and constrained to ride on their parent atoms.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001; Atwood et al., 2003) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008 The molecular structure of the title compound with displacement ellipsoids shown at the 50% probability level.
Figure 2
Packing diagram showing the intermolecular C-H···N hydrogen bonds. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-[(1-Methyl-1H-imidazol-5-yl)methyl]-1H-indole-5-carbonitrile

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1 0.74899 (9) 0.05550 (13) 0.10401 (7) 0.0182 (2) (11) C8-C7-H7 121.2 C8-C3-C2 106.78 (10) C4-C5-C6 121.89 (11) C13-N3-C11 106.87 (11) C4-C5-C9 118.55 (12) C13-N3-C14 126.29 (11) C6-C5-C9 119.56 (12) C11-N3-C14 126.84 (11) N1-C10-C11 113.39 (10) C13-N4-C12 104.82 (11) N1-C10-H10A 108.9 C7-C6-C5 120.60 (11) C11-C10-H10A 108.9 C7-C6-H6 119.7 N1-C10-H10B 108.9 C5-C6-H6 119.7 C11-C10-H10B 108.9 N2-C9-C5 179.32 (16) H10A-C10-H10B 107.7 N4-C13-N3 112.35 (11) C12-C11-N3 105.58 (11) N4-C13-H13 123.8 C12-C11-C10 131.51 (12) N3-C13-H13 123.8 N3-C11-C10 122.82 (11) C1-C2-C3 106.77 (11) N3-C14-H14A 109.5 C1-C2-H2 126.6 N3-C14-H14C 109.5 C3-C2-H2 126.6 H14A-C14-H14C 109.5 C5-C4-C3 118.35 (11) N3-C14-H14B 109.5 C5-C4-H4 120.8 H14A-C14-H14B 109.5 C3-C4-H4 120.8 H14C-C14-H14B 109.5 C2-C1-N1 110.09 (11) 
